Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.054; wR factor = 0.153; data-to-parameter ratio = 16.9.
Related literature

Data collection
Bruker APEXII CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.963, T max = 0.967 8597 measured reflections 6134 independent reflections 3465 reflections with I > 2(I) R int = 0.018 Refinement R[F 2 > 2(F 2 )] = 0.054 wR(F 2 ) = 0.153 S = 1.03 6134 reflections 363 parameters H-atom parameters constrained Á max = 0.27 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEPIII (Burnett & Johnson, 1996) , ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: SHELXL97.
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R[F 2 > 2σ(F 2 )] = 0.054 H-atom parameters constrained wR(F 2 ) = 0.153 w = 1/[σ 2 (F o 2 ) + (0.0595P) 2 + 0.2838P] where P = (F o 2 + 2F c 2 )/3 S = 1.03 (Δ/σ) max = 0.
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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